Structure description
Isoxazole derivatives are employed in different areas of pharmaceuticals such as antifungal (Mares, et al., 2002) , antibacterial (Kwon, et al., 1995) , and anti-inflammatory agents (Panda, et al., 2009) .
In an attempt to prepare a different compound (shown in Fig. 1 ), the title molecule ( Fig. 2) was obtained instead. Noting that the original structure determination (Cannas et al., 1969) cited in the Cambridge Crystallographic Database was performed at room temperature with film data (R 1 = 0.108), we felt that a detailed report of the low temperature structure (R 1 = 0.0338) of the title molecule was warranted. The present determination decreases the s.u.s on the bond distances and bond angles to about one fourth to one sixth of those in the original determination as well as unambiguously locating and refining the hydrogen atoms. The molecule is twisted about the C1Á Á ÁC4 axis by 2. 45 (6) , which is almost identical to the degree of twist found previously (2.45 ). In the crystal, a combination of pairwise C5-H5Á Á ÁN1
ii [symmetry code: (ii) 1 À x, Ày, 1 À z] and single C8-H8Á Á ÁO2
iii [symmetry code: (iii) À1 + x, y, z] hydrogen bonds (Table 1 and Fig. 3 ) form ribbons running parallel to the a direction and alternately inclined at 32.7 (1) and À32.7 (1) to (001). This motif was noted in the earlier report but data reports we find, in addition, that the ribbons are formed into 'stairstep' stacks through complementary, offset --stacking interactions between centrosymmetrically related sixmembered and five-membered rings [centroid-centroid separation = 3.812 (1) Å , dihedral angle = 2.45 (6) ] (Fig. 2) .
Synthesis and crystallization
A mixture of 4-phenyl-1,5-benzodiazepin-2-one (1.18 g, 5.0 mmol) and hydroxylamine hydrochloride (0.86 g, 12.5 mmol) in anhydrous ethanol (40 ml) was stirred at room temperature for 24 h. The solvent was evaporated under reduced pressure. The resulted solid residue was recrystallized from ethanol solution to afford the title compound as orange crystals (yield: 65%).
Refinement
Crystal data, data collection and structure refinement details are summarized in Table 2 . Table 1 Hydrogen-bond geometry (Å , ). (2) 133 (1) Symmetry codes: (i) x; y þ 1; z; (ii) Àx þ 1; Ày; Àz þ 1; (iii) x À 1; y; z.
Figure 3
The packing viewed along the a axis with C-HÁ Á ÁN and C-HÁ Á ÁO hydrogen bonds and -stacking interactions shown, respectively, as black, purple and orange dotted lines. Computer programs: APEX3 and SAINT (Bruker, 2016) , SHELXT (Sheldrick, 2015a) , SHELXL2014 (Sheldrick, 2015b) , DIAMOND (Brandenburg & Putz, 2012) and SHELXTL (Sheldrick, 2008) .
Figure 1
The intended compound.
Figure 2
The title molecule with 50% probability displacement ellipsoids. Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
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